LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\

Data File : BF089563.D

Aca On : 2 Aug 2016 23:10 Instrument :
Operator : UM/SJ BNA_F

Sample  : H4288-17 St
Misc i SB-67-5.5-6.5
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.644 4 5 36 rvB 575678 1216963 86.09% 9.834%
4._.558 258 260 271 rBV 198957 365182 25.83% 2.951%
rBv 989011 1231048 87.09% 9.948%
6.136 395 398 405 rBV 1047325 1274528 90.16% 10.299%
6.239 405 407 426 rVB 1334221 1413594 100.00% 11.423%
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6.467 426 427 438 rBV3 195073 247894 17 .54% 2.003%
6.627 438 441 443 rBvV 968977 1026849 72.64% 8.298%
rBv 579507 856528 60.59% 6.921%
7.759 538 540 552 rBV 270602 310644 21.98% 2.510%
8.833 632 634 637 rBV 1196511 1291798 91.38% 10.439%
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11 9.233 667 669 672 rBvV 161480 162688 11.51% 1.315%
12 9.496 690 692 695 rBvV 368574 331689 23.46% 2.680%

13 9.953 730 732 734 rBV 24744 19287 1.36% 0.156%
14 10.285 759 761 771 rVvwV 668099 706412 49.97% 5.708%
15 10.422 771 773 780 rVB 27355 33869 2.40% 0.274%
16 10.970 819 821 823 rBV 252464 271146 19.18% 2.191%
17 11.531 868 870 873 rVB 18893 19000 1.34% 0.154%
18 12.171 924 926 929 rBV 31655 29433 2.08% 0.238%
19 12.399 943 946 948 rBV 23727 32870 2.33% 0.266%
20 12.548 957 959 962 rBV 843343 891770 63.09% 7.206%
21 13.474 1037 1040 1047 rVB 29113 48077 3.40% 0.389%
22 13.588 1047 1050 1057 rBV 224024 268484 18.99% 2.170%
23 14.582 1134 1137 1142 rBV 10201 20048 1.42% 0.162%
24 14.914 1164 1166 1169 rBV 213384 238449 16.87% 1.927%
25 15.302 1197 1200 1202 rBV 9519 15957 1.13% 0.129%
26 15.360 1202 1205 1211 rvv4 5928 20872 1.48% 0.169%
27 15.897 1248 1252 1256 rBV2 6895 14932 1.06% 0.121%
28 17.268 1369 1372 1377 rVB3 7005 14975 1.06% 0.121%
Sum of corrected areas: 12374986
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089563.D

Aca On : 2 Aug 2016 23:10

Operator : UM/SJ

Sample - H4288-17

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089563.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089563.D

Aca On : 2 Aug 2016 23:10

Operator : UM/SJ

Sample - H4288-17

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4._.56 29.46 ng 365182 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (4.558 min): BF089563.D (-258) (-) m/z 43.05 100.00%
43
59
5000
101 e e
51| 83 420 4.40 4.60 4.80
S 2 S U, m/z 59.10 62.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 59 420 440 460 480
m/z 101.10 22.88%
15 31 101
‘ 11 ‘ ' 51 Il 83 ‘
mz-> 10 % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance
43
420 440 460 480
5000 m/z 58.10 14.81%
101
15 58
28 69 84
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A .
59 420 440 460 4.80
m/z 41.10 9.46%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I AR L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089563.D

Aca On : 2 Aug 2016 23:10

Operator : UM/SJ

Sample - H4288-17

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.24 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.24 114.05 ng 1413590 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 407 (6.239 min): BF089563.D (-405) (-) m/z 132.00 100.00%
32
5000 68 L
40 ‘ 75 0 " 6.00 6.20 640 6.60
54 104 . . . .
.,....,....'l'!..?,....6}:.'.|,....,..?‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 43.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 32.94%
31 g il
1 | !
mz> 20 % 4 50 60 70 8 % 100 110 130 130 140
Abundance
132
" 6.00 6.20 640 6.60
5000 m/z 66.10 29.02%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.00 6.20 6.40 6.60
m/z 69.10 18.37%
5000
92
27 39 51 g8 \ 77 ‘ 105 447
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089563.D

Aca On : 2 Aug 2016 23:10

Operator : UM/SJ

Sample - H4288-17

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.50 ng 33869 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59
Abundance Scan 773 (10.422 min): BF089563.D (-771) (-) m/z 57.05 100.00%
57
43 71
5000 85
9 ;3 10.20 10.40 10.60 10.80
e A e e e e || M7z 43,100 72.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000
85 10.20 10.40 10.60 10.80
m/z 71.05 66 .40%
d | %9 18127141 156 169 183 226
m/z--> 20 b 60 80 100 150 140 160 180 200 220
Abundance
57
43
71 g5 10.20 10.40 10.60 10.80
5000 m/z 85.10 48.28%
29 113
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28445: Octane, 2,4,6-trimethyl- -
57 10.20 10.40 10.60 10.80
43 m/z 41.10 40.00%
5000
71 g5
N N PR 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089563.D

Aca On : 2 Aug 2016 23:10

Operator : UM/SJ

Sample - H4288-17

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.58 ng 48077 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1040 (13.474 min): BF089563.D (-1037) (-) m/z 57.10 100.00%
57
5000
111
178 13.20 13.40 13.60 13.80
—— e e m/z 83.10 94.30%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83 SRR SUNRN SUNILN L
13.20 13.40 13.60 13.80
18 M ‘1”_ m/z 43.10 92.20%
L les | |7 140 168 106 238 266 308 3%
m/z--> éo 160 1éo 260 250 360 3éo
Abundance
43
13.20 13.40 13.60 13.80
5000 83 m/z 55.10 85.33%
18 111
65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #127771: 3-Eicosene, (E)-
13.20 13.40 13.60 13.80
83 m/z 69.10 77 .60%
5000
29 111
\‘ L1 J’ 1 “x | 139 167 196 224 252 280
m/z--> 50 1(')0 1&'30 2(')0 25'30 3(')0 3éo 13.20 13.40 13.I60 13.|80

8270-BF072716.M Wed Aug 03 15:57:15 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080216\
Data File : BF089563.D

Acq On : 2 Aug 2016 23:10

Operator : UM/SJ

Sample - H4288-17

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .56 29.5 ng 365182 1 6.47 247894 20.0
unknown6 .24 6.24 114.1 ng 1413590 1 6.47 247894 20.0
Hexadecane 10.42 2.5 ng 33869 4 10.97 271146 20.0
n-Tetracosanol-1 13.47 3.6 ng 48077 5 13.59 268484 20.0
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